Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.004 Å; R factor = 0.039; wR factor = 0.108; data-to-parameter ratio = 14.7. organic compounds o2640 Abdel-Aziz et al.
The overall conformation of the title molecule, C 14 H 11 BrO 3 S, is L-shaped, as seen in the value of the dihedral angle formed between the terminal benzene rings of 75.44 (13) . The presence of C-HÁ Á ÁO interactions leads to the formation of linear supramolecular chains along the a-axis direction in the crystal structure. These are connected into supramolecular arrays in the ab plane via C-HÁ Á Á contacts.
Related literature
For the biological activity of sulphones, see: Garuti et al. (2002) ; Abdel-Aziz & Mekawey (2009); Abdel-Aziz et al. (2010) . For the synthesis, see: Takahashi et al. (1986) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C9-C14 ring. Data collection: CrysAlis PRO (Agilent, 2010); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . 
Comment
The analysis of the title compound, was prompted by the biological activity displayed by sulphones (Garuti, et al., 2002; Abdel-Aziz & Mekawey, 2009; Abdel-Aziz et al., 2010) .
In the title molecule ( Fig. 1) , both sulfonyl-O atoms lie to one side of the S-bound benzene ring, and the methylene group to the other. The dihedral angle formed between the benzene rings of 75.44 (13) ° is consistent with the molecule having an overall L-shape. Supramolecular chains aligned along the a axis are the most predominant feature of the crystal packing (Table 1 and Fig. 2 ). Molecules are connected into a linear chain by an alternating sequence of centrosymmetric eight-membered {···HCH···O} 2 and {···HCSO} 2 synthons. Chains are linked into layers in the ab plane by C-H···π involving the S-bound and Br-benzene rings as donors and acceptors, respectively.
Experimental
The title compound was prepared according to the reported method (Takahashi et al., 1986) . The crystals were isolated from its EtOH/DMF (v/v = 5/1) solution by slow evaporation at room temperature.
Refinement
Carbon-bound H-atoms were placed in calculated positions [C-H 0.95 to 0.99 Å, U iso (H) 1.2U eq (C)] and were included in the refinement in the riding model approximation. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Br1 1.22639 (4) 0.85297 (2) −0.03616 (2) 0.01909 (14) S1 0.56382 (10) 0.30122 (6) 0.45101 (5) 0.01267 (17) 0.0136 (9) 0.0173 (9) 0.0232 (9) 0.0003 (7) 0.0005 (7) −0.0078 (7) O2 0.0231 (10) 0.0203 (10) 0.0133 (9) −0.0045 (7) −0.0034 (7) −0.0013 (7) O3 0.0230 (9) 0.0170 (9) 0.0191 (9) −0.0066 (7) −0.0078 (7) 0.0003 (7) O2-S1-O1 118.37 (11) S1-C7-H7A 108.3 O2-S1-C1 108.48 (11) C8-C7-H7B 108.3 O1-S1-C1 108.42 (11) S1-C7-H7B 108.3 O2-S1-C7 104.73 (11) H7A-C7-H7B 107.4 O1-S1-C7 109.49 (12) O3-C8-C9 121.8 (2)
Hydrogen-bond geometry (Å, °)
Cg1 is the centroid of the C9-C14 ring. 
